Key indicators: single-crystal X-ray study; T = 293 K; mean (C-C) = 0.006 Å; R factor = 0.051; wR factor = 0.151; data-to-parameter ratio = 11.5.
The asymmetric unit of the title compound, C 17 H 24 N 2 O, contains three independent molecules. In the crystal, molecules are linked by weak N-HÁ Á ÁO hydrogen bonds into chains parallel to the c axis.
Related literature
For background to our work to design and synthesize a series of potent 5-HT 3 receptor antagonists, see: Bermudez et al. (1990) ; Vernekar et al. (2010) ; Yang et al. (2010) .
Experimental
Crystal data C 17 H 24 N 2 O M r = 272.38 Monoclinic, Cc a = 38.68 (2) Å b = 12.300 (7) Å c = 9.975 (5) Å = 101.263 (7) V = 4654 (4) Å 3 Z = 12 Mo K radiation = 0.07 mm À1 T = 293 K 0.25 Â 0.15 Â 0.10 mm
Data collection
Bruker SMART CCD area-detector diffractometer Absorption correction: multi-scan (SADABS; Bruker, 1999) T min = 0.982, T max = 0.993 10320 measured reflections 6399 independent reflections 4035 reflections with I > 2(I) R int = 0.049 Refinement R[F 2 > 2(F 2 )] = 0.051 wR(F 2 ) = 0.151 S = 0.96 6399 reflections 556 parameters 5 restraints H atoms treated by a mixture of independent and constrained refinement Á max = 0.20 e Å À3 Á min = À0.23 e Å À3 Table 1 Hydrogen-bond geometry (Å , ).
D-HÁ Á ÁA D -H HÁ Á ÁA D Á Á ÁA D -HÁ Á ÁA N2-H2 0 Á Á ÁO1 i 0.85 (2) 2.10 (2) 2.935 (5) 171 (4) N4-H4 0 Á Á ÁO2 ii 0.86 (2) 2.05 (2) 2.894 (5) 166 (4) N6-H6 0 Á Á ÁO3 iii 0.86 (2) 2.30 (2) 3.164 (5) 174 (4) Symmetry codes: (i) x; Ày; z þ 1 2 ; (ii) x; Ày þ 1; z þ 1 2 ; (iii) x; Ày þ 2; z À 1 2 .
Figure 1
The molecular structure of the title compound with atom labels and 30% probability displacement ellipsoids for non-H atoms. The asymmetric unit contains three molecules.
Figure 2
Intermolecular N2-H2···O1, N4-H4···O2 and N6-H6···O3 contacts forming a supramolecular chains along the c axis. where P = (F o 2 + 2F c 2 )/3 (Δ/σ) max = 0.001 Δρ max = 0.20 e Å −3 Δρ min = −0.23 e Å −3 Absolute structure: Flack, H. D. (1983) . Acta Cryst. A39, 876-881. Refinement. Refinement of F 2 against ALL reflections. The weighted R-factor wR and goodness of fit S are based on F 2 , conventional R-factors R are based on F, with F set to zero for negative F 2 . The threshold expression of F 2 > σ(F 2 ) is used only for calculating R-factors(gt) etc. and is not relevant to the choice of reflections for refinement. R-factors based on F 2 are statistically about twice as large as those based on F, and R-factors based on ALL data will be even larger.
4-Methyl-N-(9-methyl-9-azabicyclo[3.3.1]non-3-yl)benzamide
Fractional atomic coordinates and isotropic or equivalent isotropic displacement parameters (Å 2 ) (5) C45-H45 0.9800 C18-C19 1.491 (5) C46-C47 1.520 (7) C19-C20 1.375 (5) C46-H46A 0.9700 C19-C24 1.382 (5) C46-H46B 0.9700 C20-C21 1.360 (5) C47-C48 1.487 (7) C20-H20 0.9300 C47-H47A 0.9700 C21-C22 1.362 (5) C47-H47B 0.9700 C21-H21 0.9300 C48-C49 1.521 (6) C22-C23 1.375 (6) C48-H48A 0.9700 C22-C25 1.504 (6) C48-H48B 0.9700 C23-C24 1.364 (6) C49-C50 1.529 (5) C23-H23 0.9300 C49-H49 0.9800 C24-H24 0.9300 C50-H50A 0.9700 C25-H25A 0.9600 C50-H50B 0.9700 C25-H25B 0.9600 C51-H51A 0.9600 C25-H25C 0.9600 C51-H51B 0.9600 C26-C33 1.512 (5) C51-H51C 0.9600
